Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.002 Å; R factor = 0.031; wR factor = 0.079; data-to-parameter ratio = 17.9.
In the title compound, C 20 H 12 Cl 3 FN 4 , the pyrazole ring forms dihedral angles of 47.51 (9), 47.37 (9) and 74.37 (9) with the directly attached 4-fluorophenyl, pyridine and 2,4,6-trichlorophenyl rings, respectively. Only one of the two amino H atoms is involved in hydrogen bonding. The crystal packing is characterized by N-HÁ Á ÁN hydrogen bonds, which result in infinite chains parallel to the c axis.
Related literature
For the inhibitory activity and preparation of the title compound, see: Abu Thaher et al. (2012a) . For related structures, see: Abu Thaher et al. (2012b,c,d,e) .
Experimental
Crystal data Mo K radiation = 0.51 mm À1 T = 173 K 0.33 Â 0.28 Â 0.07 mm
Data collection
Bruker SMART APEXII diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2006) T min = 0.687, T max = 0.746 21201 measured reflections 4517 independent reflections 3864 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.031 wR(F 2 ) = 0.079 S = 1.03 4517 reflections 253 parameters H-atom parameters constrained Á max = 0.33 e Å À3 Á min = À0.33 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). BAT thanks the Alexander von Humboldt-Foundation for funding. supplementary materials Acta Cryst. (2012) . E68, o2603 [doi:10.1107/S1600536812033569] Experimental LDA (20 mmol) was added to dry THF (30 ml) in a three neck flask and cooled to 195 K. 4-Fluorophenylacetonitrile (14 mmol) in THF (10 ml) was added dropwise and the reaction was left stirring for 45 min. N-(2,4,6-trichlorophenyl)pyridine-4-carbohydrazonoyl chloride (5 mmol) was added slowly portionwise to the reaction. After about 1.0 h, the reaction was finished and left stirring to reach room temperature. Water (50 ml) was added to the reaction mixture and extracted with ethyl acetate (2x 50 mL). The organic layer was dried over Na 2 SO 4 . The organic layer was concentrated to about 5 ml and left overnight. The title compound was precipitated as a pale brown solid, filtered out, washed with petroleum ether. Yield 35%. The crystals for structure determination were obtained from recrystallization of the product from hot ethyl acetate.
4-(4-Fluorophenyl

Refinement
Hydrogen atoms attached to carbons were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.98-0.99 Å (sp 3 C-atom). Hydrogen atoms attached to nitrogen were located in diff. Fourier maps. All H atoms were refined in the riding-model approximation with isotropic displacement parameters (set at 1.2-1.5 times of the U eq of the parent atom). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and Rfactors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 1.11579 (4) 0.81835 (4) 0.49931 (4) 0.03113 (10) 0.0368 (7) 0.0182 (6) 0.0127 (5) 0.0038 (5) 0.0108 (5) 0.0058 (4) N2 0.0309 (6) 0.0211 (6) 0.0135 (5) 0.0046 (5) 0.0100 (5) 0.0083 (4) C3 0.0231 (6) 0.0203 (6) 0.0141 (6) 0.0052 (5) 0.0082 (5) 0.0063 (5) C4 0.0282 (7) 0.0196 (6) 0.0153 (6) 0.0060 (5) 0.0100 (5) 0.0073 (5) C5 0.0320 (7) 0.0190 (6) 0.0163 (6) 0.0062 (6) 0.0109 (6) 0.0075 (5) N6 0.0631 (9) 0.0211 (6) 0.0191 (6) 0.0100 (6) 0.0213 (6) 0.0094 (5) C7 0.0319 (7) 0.0170 (6) 0.0127 (6) 0.0046 (5) 0.0088 (5) 0.0061 (5) C8 0.0280 (7) 0.0227 (7) 0.0180 (6) 0.0088 (6) 0.0109 (5) 0.0103 (5) C9 0.0259 (7) 0.0221 (7) 0.0189 (6) 0.0022 (6) 0.0077 (6) 0.0066 (5) C10 0.0341 (8) 0.0197 (7) 0.0177 (6) 0.0015 (6) 0.0122 (6) 0.0020 (5) C11 0.0313 (8) 0.0238 (7) 0.0222 (7) 0.0034 (6) 0.0158 (6) 0.0066 (6) C12 0.0257 (7) 0.0219 (7) 0.0166 (6) 0.0000 (5) 0.0076 (5) 0.0078 (5) C13 0.0280 (7) 0.0187 (6) 0.0176 (6) 0.0059 (5) 0.0139 (5) 0.0072 (5) C14 0.0336 (8) 0.0258 (7) 0.0214 (7) 0.0107 (6) 0.0127 (6) 0.0111 (6) C15 0.0410 (9) 0.0241 (7) 0.0341 (8) 0.0150 (7) 0.0227 (7) 0.0159 (6) C16 0.0365 (8) 0.0164 (6) 0.0309 (8) 0.0038 (6) 0.0228 (7) 0.0045 (6) C17 0.0292 (7) 0.0242 (7) 0.0224 (7) 0.0029 (6) 0.0113 (6) 0.0047 (6) C18 0.0281 (7) 0.0208 (7) 0.0223 (7) 0.0073 (6) 0.0121 (6) 0.0088 (5) 119.86 (10) C21-C20-C19 119.06 (13) C10-C9-C8 118.23 (13) C21-C20-H20 120.5 C10-C9-H9 120.9 C19-C20-H20 120.5 C8-C9-H9 120.9 N22-C21-C20 124.20 (14) 
